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Calculated single molecule conductance data
(transmission though the molecule as a function of
electron energy relative to a reference value
(dashed line) for the 15 different contact geometries
considered.  Analysis of these curves predicts an
average conductance with a spread of +/-30%, in
good agreement with experimental measurements
of thousands of single molecules junctions which
found a spread of 50%.

Contact geometries for blue bezenediamine
(BDA, blue) between atomic-scale gold
electrodes.  (a) top view of differing degrees of
coordination (I-IV’) between the BDA and the
gold.  For example configuration I bonds through
a single H atom on the amine, II bonds with 2 H
atoms, etc. (b) shows a  (I,III`) “side junction” in
which one amine group is bonded to an adatom
of gold  (I) and the other to an atom at the base of
a pyramid (III’). (c) shows a (III, I) junction.

(I)

(III’)




